Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.003 Å; R factor = 0.015; wR factor = 0.040; data-to-parameter ratio = 16.8.
In the title compound, [Ba(C 8 H 5 NO 4 )(H 2 O)] n , the Ba II ion is eight-coordinated by six O atoms and one N atom from five 5aminoisophthalate ligands and one water molecule in a distorted dodecahedral geometry. The Ba II ions are connected via the ligands into a layer parallel to (011). The layers are linked by N-HÁ Á ÁO hydrogen bonds. The coordinated water molecule is involved in intralayer O-HÁ Á ÁO hydrogen bonds.
Related literature
For general background to metal coordination polymers, see: Kitagawa et al. (2004) . For related structures, see: Kongshaug & Fjellvå g (2006) ; Wu & Lin (2010) ; Zeng et al. (2007) .
Experimental
Crystal data [Ba(C 8 H 5 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày þ 1; Àz þ 1; (ii) Àx; Ày þ 1; Àz; (iii) Àx þ 1; Ày; Àz; (iv) Àx þ 1; Ày À 1; Àz þ 1.
Data collection: APEX2 (Bruker, 2007); cell refinement: SAINT (Bruker, 2007); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg, 1999); software used to prepare material for publication: SHELXTL (Sheldrick, 2008).
Comment
The increasingly rapid development of metal coordination polymers over the past two decades has attracted considerable attention due to their structural diversity and important applications (Kitagawa et al., 2004) . 5-Aminoisophthalic acid has been successively reported as sodium (Zeng et al., 2007) , zinc (Kongshaug & Fjellvåg, 2006) and magnesium complexes (Wu & Lin, 2010) . In our continuous investigations in metal coordination polymers, we report here the structure of a new Ba(II) coordination polymer based on the 5-aminoisophthalate ligand.
In the title compound ( Fig. 1) , the Ba II ion is eight-coordinated by six O atoms and one N atom from five 5-aminoisophthalate ligands and one water molecule in a distorted dodecahedral geometry. The Ba-O distances range from 2.6808 (16) to 2.8813 (17) Å. The Ba-N distance is 2.918 (2) Å. The BaO 7 N dodecahedra are connected via the anionic ligands into a layer parallel to ( 0 1 1). The coordinated water molecule is involved in intralayer O-H···O hydrogen bonds (Table   1 , Fig. 2 ). These layers are linked by interlayer N-H···O hydrogen bonds ( Fig. 3 ).
Experimental
Solvothermal reactions were carried out at 423 K for 2 d in a Teflon-lined acid digestion bomb with an internal volume of 23 ml followed by slow cooling at 6 K h -1 to room temperature. A single-phase product consisting of transparent crystals was obtained from a mixture of 5-aminoisophthalic acid (C 8 H 7 NO 4 , 0.145 g, 0.8 mmol), Ba(NO 3 ) 2 .4H 2 O (0.105 g, 0.2 mmol), methanol (5.0 ml) and H 2 O (1.0 ml).
Refinement
H atoms bound to C atoms were positioned geometrically, with C-H = 0.93 Å and U iso (H) = 1.2U eq (C). H atoms bound to N and O atoms were located in a difference Fourier map and fixed in refinements, with U iso (H) = 1.5U eq (O) or 1.2U eq (N). (7) 0.01284 (7) 0.00289 (5) −0.00903 (5) −0.00259 (4) O1 0.0457 (9) 0.0188 (7) 0.0174 (7) 0.0088 (6) −0.0116 (7) −0.0057 (6) O1W 0.0527 (11) 0.0238 (8) 0.0411 (10) 0.0094 (7) −0.0335 (9) −0.0103 (7) O2 0.0509 (10) 0.0182 (7) 0.0160 (7) 0.0084 (7) −0.0156 (7) −0.0020 (5) supplementary materials sup-4 O3 0.0511 (10) 0.0211 (7) 0.0205 (7) −0.0045 (7) −0.0190 (7) −0.0013 (6) O4 0.0381 (8) 0.0156 (7) 0.0187 (7) −0.0021 (6) −0.0125 (6) 0.0016 (5) N1 0.0284 (9) 0.0191 (8) 0.0181 (8) 0.0046 (7) −0.0081 (7) −0.0065 (6) C1 0.0266 (10) 0.0154 (9) 0.0153 (9) 0.0024 (7) −0.0072 (8) −0.0021 (7) C2 0.0232 (9) 0.0162 (9) 0.0150 (9) 0.0025 (7) −0.0078 (7) −0.0018 (7) C3 0.0298 (10) 0.0159 (9) 0.0145 (8) 0.0018 (7) −0.0085 (8) −0.0022 (7) C4 0.0211 (9) 0.0177 (9) 0.0153 (8) −0.0002 (7) −0.0085 (7) −0.0007 (7) C5 0.0237 (9) 0.0145 (8) 0.0181 (9) 0.0023 (7) −0.0090 (8) −0.0005 (7) C6 0.0193 (9) 0.0178 (9) 0.0165 (9) 0.0019 (7) −0.0070 (7) −0.0047 (7) C7 0.0250 (9) 0.0173 (9) 0.0143 (8) 0.0022 (7) −0.0078 (7) −0.0012 (7) C8 0.0244 (9) 0.0176 (9) 0.0149 (9) 0.0018 (7) −0.0091 (7) 0.0001 (7) Geometric parameters (Å, °) 
